Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.003 Å; R factor = 0.042; wR factor = 0.107; data-to-parameter ratio = 15.6.
The seven-membered fused-ring in the title compound, C 12 H 12 N 2 S 2 , adopts a boat conformation (with the two phenylene C atoms representing the stern and the methine C atom the prow). This methine C atom and the tertiary N atom also belong to a five-membered ring, which has an envelope conformation. In the crystal structure, molecules are linked about a center of inversion by pairs of N-HÁ Á ÁS hydrogen bonds.
Related literature
For background to pyrrolo[2,1-c][1,4]benzodiazepine-5,11dione, see: Antonow et al. (2007) ; Kamal et al. (2007) . For a related structure, Neidle et al. (1991) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010 [1, 4] benzodiazepine-5,11-dione is the homolog of a class of compounds that are active against mycobacterium tuberculosis (Kamal et al., 2007) . Other C-2 aryl substituted derivatives are cytotoxic (Antonow et al., 2007) . The crystal structure of the parent compound has not been reported although that the (11aS)-1,2,3,10,11,11a-hexahydro has bee published (Neidle et al., 1997) . The structure of the parent compound is probably similar to that of the isoelectronic dithione (Scheme I, Fig. 1 ). The seven-membered fused-ring in C 12 H 12 N 2 S 2 adopts a boat conformation (with the two phenylene carbons representing the stern and the methine carbon atom the prow). This methine C atom and the tertiary N atom also belong to a five-membered ring, which has an envelope shape. Two C 12 H 12 N 2 O 2 molecules are linked about a center-ofinversion by N-H···O carbonyl hydrogen bonds.
Pyrrolo[2,1-c][1,4]benzodiazepine-5,11-dithione (1 g, 4.62 mmol) and phosphorus pentasulfide (2.05 g, 9.24 mmol) are heated in pyridine (60 ml) for 4 h. The pyridine was evaporated under reduced pressure and the residue heated in water (100 ml). The suspension was set aside for a day. The insoluble product was recrystallized from ethanol to furnish colorless crystals (90% yield).
Refinement
The nitrogen-and carbon-bound H-atoms were refined with restraints (C-H 0.95±0.01 Å for the aromatic atoms and 0.99±0.01 Å for the aliphatic atoms; N-H 0.86±0.01 Å). Their temperature factors were freely refined. Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of the molecule of C 12 H 12 N 2 S 2 at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. (2) N1 0.0172 (9) 0.0175 (10) 0.0299 (9) −0.0008 (7) −0.0039 (7) −0.0007 (7) N2 0.0172 (8) 0.0202 (10) 0.0211 (8) 0.0010 (7) 0.0012 (7) −0.0007 (7) (9) 
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